C 13 H11N 3 O 3 , Orthorhombic, Pna21 (no. 33), a = 9.2062(6) Å, b = 11.5258(7) Å, c = 11.5263(7) Å, V = 1223.04(13) Å 3 , Z = 4,
cooled to room temperature. The white precipitated residue was removed from the solution by filtration and then washed with ethanol and ether 3 times. Single crystals suitable for X-ray diffraction were obtained from an ethanol by slow evaporation at room temperature.
Experimental details
All hydrogen atoms were positioned geometrically, with the d(C-H) = 0.97-0.99 Å, U iso (H) = 1.2 times Ueq(C) and U iso (H) = 1.5 times Ueq(O).
Comment
Urea molecules are well studied in crystal engineering for the rational construction of supramolecular architectures and design of non-linear optical (NLO) materials for second harmonic generation (SHG) [5, 6] .
In the crystal structure of the title compound, the pyridine ring and benzene ring are linked by an ureido moiety, forming a non-coplanar structure. The bond lengths and bond angles are in the normal ranges [7] . There are intramolecular hydrogen bonds (for example: C3-H3· · · O3) in the molecules. The carbonyl-oxygen atom in the carbamido group of one molecule forms hydrogen bonds (N1-H1· · · O3 and N2-H1· · · O3) with the two nitrogen atoms in the carbamido group of another molecule, which makes the molecule extended to form the one-dimensional polymeric (1D) structure. The three-dimensional (3D) structure is formed through the extension of the hydrogen bond (O1-H1A· · · N3) of the one-dimensional (1D) structure.
